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FILTER DATA WITH ZERO OR MORE 
FILTERS TO REMOVE NOISE 
COMPONENTS AND/OR PARTITION THE 
DATA SET INTO PARTICULAR m/Z 
RANGES OR TIME PERIODS 



.404 



EACH ROW, GROUP OF ROWS, OR PARTITION 
IS CORRELATED VIA SOME FUNCTION WITH 
EVERY OTHER ROW, GROUP OF ROWS, OR 
PARTITION, PRODUCING A 
CROSS-CORRELATION MATRIX 
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PROCESS CROSS-CORRELATION MATRIX 
WITH ZERO OR MORE FILTERS TO REFINE 
CORRELATION VALUES 
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CLUSTER THE CROSS-CORRELATION 
MATRIX VIA SOME FUNCTION OR FUNCTIONS 
TO GROUP TOGETHER HIGHLY CORRELATED 
m/Z RANGES 



.410 



EACH CLUSTER OF m/z RANGES IS PASSED 
THROUGH A FUNCTION TO SELECT A SET 
OF RELEVANT SCANS REPRESENTING 
PERIODS OF INTEREST 
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USING THE m/Z VALUES FOR EACH CLUSTER, 
CREATE A SAMPLE SPECTRA FOR EACH 
OF THE SCANS SELECTED REPRESENTING 
ONLY THE m/Z VALUES OF THE CLUSTER 
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FIG. 10 
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PERFORM CORRELATION AND OTHER 
PROCESSING STEPS RESULTING IN 
COMPONENT U-F COMBINED 
SPECTRA (SET A) 



OTHER PROCESSING 
STEPS 
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PERFORM CORRELATION 
AND OTHER PROCESSING ON 
U AND F SPECTRA SEPARATELY 
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MATCH PARENTS TO FRAGMENTS 

BY CORRELATION OF THE TIME 
CENTROIDS FOR THE PROCESSED 
U AND F GROUPS 



SAMPLE U-ONLY SPECTRA AT 

m/z VALUES IN SET A AT 
SPECTRUM A'S SCAN MAXIMUM 



PARENTS ARE DETERMINED TO BE 

THOSE m/z VALUES HAVING AN 
INTENSITY >0 AND ARE FRAGMENTS 
OTHERWISE 
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FIG. 11 
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FIND ROW "i" OF CORRELATION MATRIX.C.THAT HAS 
THE LARGEST MAGNITUDE AND EXCLUDE THE 
ROW "i" FROM FURTHER CONSIDERATION 



IS \ / — 704 
THE P-NORM 
"< FIRST THRESHOLD OR ALL\YES 
ROWS 
PROCESSED 
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START A NEW GROUP AND 
INCLUDE ROW I. RECORD SCAN 
"S" WHERE ROW "i" MAXIMIZES 
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ADD ROW j TO 
CURRENT GROUP 
IF NOT ALREADY 

CONSIDERED 
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EXCLUDE ROW j FROM 
FURTHER CONSIDERATION 
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